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l I 
Project !\Jo. 

We;:lnesdly, .rvtay 30, 2012, 12:00 

Infusicn O:np::urrl cpti:mizaticn 
MS;M3 .Analysis, nEgative 
Pr:ea..1.rsar: icn: MN Icn 9a3rdi Wirrl:w: ± 1.000 (I:E) 
Pr:cdLlct im: F.uto Ehlect, Criteria: 

Nf 
Fron the rrost intense: 3 po3ks. BJ.ild fira.l rretha:l usir:g 3 rrost intmse po3ks. 
Exclirl;! Pr:cd..lct Icns within± 5.000(l::a) of Precursor Im ro/z. 
Min. nass for proirt icn: 40.000(D:l). 'Ihresh::.lld for prcdLrt icn > O.O(cps) 
QJad 1 Resolution: Unit resoluticn, QJad 3 Resolution: Unit r:e.soluticn 
Target Cb:q::ourrl MN(neut.J::a.l, I:E) i:b. Qarges 
N::ny]fhenol 220.200 1 
Initial Ql S'.:Erl 
Tar:get Cb:q::ourrl 
N::ny]f'haxll 
Pararreter: DF 
M3.sSeS (I:E) 

M3ss(J:a) 
219.059 

Intensity(qJS) (5 M:A. Average) 
683260 

219.059 
Final Ql S:::an 

start: -400.C Step: -1.C step: 
Ol!::rmt Valu:: N:=:w Value 
-90.0 -75.0 

5.0 
Intensity(cps) 

170496 

Tar:get Cb:q::ourrl M3ss (Ce.) 
N::nylj;:henol 219.061 

Intmsity(qJS) (5 M:A Average) 
186600 

Final Q1MI M;;tha:i: N::ny]f:hEn:ll a.pt Fina1Q1MI Keg'.d:lm 
Target Cb:q::ourrl: N::ny.1±;fuiol- -
Initial Pr:cd..lct M3ss Initial Pr:cdLlct Ian Intmsity(cps) (26 M:A &:m) 

133.136 71000 
116.844 14000 
118.882 13000 

Pararreter: a: start: -130.C Step: 
M3sses (I:E) Ol!::rmt Value 

219.061/116.844 -54.0 
219.061/118.882 -54.0 
219.061/133.136 -54.0 

l?a:r:arn;;ter: CXE start: -55.C Step: 
M3sses (I:E) Ol!::rmt Value 

219.061/116.844 -5.0 
Pararreter: (XE start: -55. c Step: 
M3.sSeS (La) Ol!::rmt Value 

219.061/118.882 -5.0 
Pararreter: start: -55. C Step: 
M:!sses (La) a.u::rmt Value 

219.061/133.136 -5.0 

-5.C Step: 
N:=:w Value 

-76.0 
-46.0 
-36.0 
o.c Step: 

New VallE 
-7.0 
o.c Step: 

N:=:w Value 
-5.0 
o.c Step: 

New Value 
-9.0 

' 2.0 
'Intaisity (cps) 

755 
1002 
7858 

2.0 
IntEnSity (cps) 

780 
2.0 
Intaisity(cps) 

910 
2.0 
Int:msity(cps) 

6977 
Final Pro:luct Ion M3ss (ra) 

117.100 
Final Pro::luct Ion JntensitV'(qJS) (10 M:A Ave.RKJe) 

118.900 1140 
132.900 8120 

QJtirral Pro::luct Im M3ss: ~ cptirral Pro::luct Ion Intensity: 
QJtirral Pro::luct Icn M3ss: 118. 90C QJtirral Pro::luct Icn Intmsity: 
cpt.irral Pro::luct Icn M:lss: 117 .lOC cptirral Pr:cdLlct Icn Intensity: 
Final MFM IvEth:xi: N::ny~1 a.pt Fir:ia.lMR1 Ke;J.ren 
Cotp:urx:l cptimizaticn a::n:pletEd .suCOessfull y. 
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Wedneschy, May 30, 2012, 13:23 

Infusion Qnp:XJ!::d Cptiroiz.aticn 
M3/M3 Analysis, ni::gative 
Pl::€curSor ion: "Mil Icn Search Win::::l:::w: ± 1. 000 (I:B) 
Prcduct im: Auto &:8.e:t, Cdteria: 

Op 

Fran the rrost :intEnSe: 3 p:xiks. Euild final rrethcd using 3 rrost :intEn.Se peaks. 
Exc1.i:d= Prcdl.lct Icns within± 5.000(I:B) of P.recurror Icn rrv'z. 
Min. mass for p:rx:d.:ict ion: 40.000(I:B). 'Ihreshold for prcduct im > O.O(cps) 
Q.i.ad 1 Perolutioo.: Ulit :resoluticn, QJad 3 Re.solution: lhlt .resol:uticn 
Target CJ::nroun::i "Mil (neutral, I:a) Cb. dE:n;es 
O:::tylj::bEnol 206.200 1 
Initial Ql Scan 
Target Ctnp:Jurrl 
O:::tylfhenol 
l?arareter: DF 
M":!sses {03.) 

204.990 
Final Q1 S::an 

l-Ess(I:a) 
204.990 

start: -400.C Step: -1.C Step: 
Clm:Ent Valoo Ne:tl Value 
-90.0 -85.0 

Target Ctnp:Jurrl Mass (l:B.) 
i O:::tylfhenol 205.019 

Final Q1MI M=thcd: O:::tylfh=ml Q:Pt F.inalQJ.MI Neg.can 
Target Ctnp:Jurrl: a::t:yl,rfuior -

Intensity(cps) (5 M:A Average.) 
838880 

5.0 
Introsity(cps) 

216-555 

Ihts:IBity(cps) (5 M:A Average.) 
249660 

Initial ProdLlct M3ss Initial Prcduct Ion Intensity(cps) (26 M:A SUm) 
133.101 43000 

l 134.200 38000 

!
. 117.000 6000 

Faratret.er: CE start: -130.C Stq:>: -5.C step: 
, M":!sses (03.) OJrr:Ent Value Ne:tl Value 
1 205.0191117.ooo -54.o -s4.o 

205.019/133.101 -54.0 -34.0 
205.019/134.200 -54.0 -26.0 

2.0 
Intensity(cps) 

545 
6Tl2 
5125 

Faratret.er: oa:: start: -55.C Stq;>: O.C StEf': 2.0 
M":isses(I:a) Clm:Ent ValtE Ne:tl Value Inl:Ensity(cps) 

205.019/117.000 -5.0 -7.0 497 
. Faratret.er: oa:: start: -5.5.C Stq:>: O.C step: 2.0 
· M":isses(I:a) OJrr:Ent Value Ne:tl Value Intalsity(cps) 

205.019/133.101 -5.0 -7.0 6435 
Faratret.er: oa:: start: -5.5.C Step: O.C Step: 2.0 
M":!sses(I:a) Clm:Ent Value Ne:tl Value Intalsity(cps) 
. 205.019/134.200 -5.0 -1.0 5547 
Final Pro:iJct Im Mass (I:a) Final Pl::cduct Ion Intensity(cps) (10 M:A Average.) 

116.900 530 
~ 6880 

134:200 5830 
c:pt:.j1r6l Pro:luct Icn Mass: 132.900 cpt.im:tl Prcduct Ion Int61Sity: 
q;drreJ. Pro:luct Im Mass: 134.20C cpt.im:tl Prcduct Ion Intensity: 

6880 
5830 

· cpt::in:al ProdLlct Icn Mass: 116.900 cpt.im:tl Prcduct Im Intensity: 530 
Final ~ :t'Ethcd: a±ylfhenol Q:Pt ~ Neg.ca:n 

j Carp:iurid q>timization o::npleW su!Xessfully. 
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, Infusion G:rrp::u:d C)?Omizaticn 
MS/MS Analysis, negative 
Precurror icn: M'l Icn &larch Wind:.w: ± 1.000 (D1) 

Book No. 

. Prcduct icn: Auto Select, Criteria: 

ll Eron the n:ost intEnSe: 3 j:eaks. B.lild fircl rrethcd using 3 rrost intaise j:eaks. 
Elci.u:E Prrx.luct Icns withln ± 5.000 (D1) of PLecursor Icn nv'z. 

J Min. ItESS for pn:dJct icn: 40.000([.a). 'Threshold for proi.lct icn > O.O(cps) I Q:ad 1 Pesolutim: lhit resoluticn, . Q:ad 3 Resolution: lhit resolution 

I 
Target G:np::urd . M'l \'neutral, [a) tb. ilirrges 
N::ny]ftalol-d.4 224.200 1 

. Initial Ql Scan 

" 'D:u:get O:::np::un:l. Mass (D1) Intensity(cps) (5 M1\ Average) 
N::ny]ftalol-d.4 223.056 61200 
Pararreter: Df Start: -400.C Step: -1.C StEp: 5.0 
1'13.sses(I:a) CllrrEnt Value N3N Value Intensity(cps) 

223.056 -90.0 -95.0 60938 
Final Ql Scan 
'D:u:get. O:::np::un:l. Mass (Ila) 
N::ny4:henol-d4 223.019 

Intensicy(cps) (5 M1\ Average) 
69580 

Final Q1MI M3thcd: N::ny4:henol-d4 Q::pt FinalQlMI Nsg.d:lm 
Target Q:np:lurrl: N::ny]f:herDl-ctr - , 
Initial PrcdJct Mass Initial Prcduct Ion Ihtensity(~) (26 M."A &Ill} 

110.026 19000 . 
122.200 6()00 

l 88.800 5000 
Parareter: CE Start: -130.C Step: -5.C StEp: 2.0 
Masses(D:l.) Cllrrent Value N3N Value Iht:Ensity(cps) 

223.019/88.800 -54.0 ::...122.0 63 
223.019/110.026 -54 •. 0 -30.0 5955 
223.019/122.200 -54.0 -126.0 60 

Intensity = 6() is ti:::o lcw. Min. Ihtensity = 100 (cps) 
Parareter: CKE Start: step: 0.C stEp: 2.0 
Masses(I:a) CllrrEnt Valoo N:Ow Valoo Ihtens:ity(cps) 

223.019/88.800 -5.0 -1.0 67 
Intensity 07 (cps) is too lcw. Min. Intensity 100 (cps) 

Parareter: CXF Start: -55.C Step: O.C stEp: 2.0 
1'13.sses(D:l.) Grrrent Value N:Ow Value Intensity(cps) 

223.019/110.026 -5.0 -5.0 5878 
Pararreter: CKE Start: -55.C Step: O.C StEp: 2.0 
1'13.sses(D:l.) Cllrrent Value N:Ow Value Intensity(cps) 

223.019/122.200 -5.0 -55.0 67 
Ihtensity = 67 (cps) is too lcw. Min. Intensity= 100 (cps) 

Final PJ;o::i.r:t Icn Mass(I:a) Firnl Prcduct Ion Intensity(cps) (10 M."A Average) 
90.200 100 

6410 
123.800 80 

l cpt:inEl Prcduct rcn M3ss: · 110.00C Q:>tirral Pn:::dJCt: Icn Intensity: 
cptirral Prcduct Icn M3ss: 90.20C C)?tirral Prcduct Ion Ihtensity: 

Final MR"'.! M3thcd: N::ny4:henol-d4 Q:pt FinalMFM Nsg.d:lm 
Cl:np:::url cptimizaticn o:nplete::! &ia:::es8fully. -

6410 
100 
80 

! 

(ptirral Prcduct Ion M3ss: 123.SOC cptirral PrcdJct Icn Ihtensity: 

I 
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